Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.005 Å; R factor = 0.054; wR factor = 0.118; data-to-parameter ratio = 9.4.
In the title compound, C 20 H 12 N 2 O 2 , the phenyl and benzene rings are mutually perpendicular, with the dihedral angle between the phenyl rings being 87.92 (16) and those formed between the phenyl rings and the benzene rings being 73.68 (15) and 84.65 (15) . Helical supramolecular chains along [010] , mediated by C-HÁ Á ÁN interactions, are found in the crystal structure.
Related literature
For the use of functionalized phthalocyanines as dyes in photodynamic therapy and in dye-sensitized solar cells, see: Li et al. (2008); Jiang et al. (2011); Zhao et al. (2009) . For a related structure, see: Yu et al. (2010) . The present synthesis is based on earlier syntheses; see: Wohrle et al. (1993) ; Li et al. (2008) .
Experimental
Crystal data C 20 H 12 N 2 O 2 M r = 312.32 Orthorhombic, P2 1 2 1 2 1 a = 5.6543 (4) Å b = 13.5163 (9) Å c = 19.9498 (17) Å V = 1524.7 (2) Å 3 Z = 4 Mo K radiation = 0.09 mm À1 T = 100 K 0.30 Â 0.10 Â 0.10 mm Table 1 Hydrogen-bond geometry (Å , ).
Data collection
Symmetry code: (i) Àx þ 3; y þ 1 2 ; Àz þ 1 2 .
Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010).
In (I), Fig. 1 , both phenyl rings lie to one side of the benzene ring to which they are connected. The dihedral angles between the (C9-C14) and (C15-C20) rings is 87.92 (16)° indicating an almost orthogonal relationship. The (C9-C14) and (C15-C20) rings form a dihedral angle of 73.68 (15) and 84.65 (15)°, respectively with the (C1-C6) ring. The molecular conformation observed in (I) resembles closely that reported for the p-methoxy derivative (Yu et al., 2010) .
The most prominent feature of the crystal packing is the formation of helical supramolecular chains along [010] that are mediated by C-H···N interactions, Table 1 and Fig. 2 .
Experimental
The title compound was prepared by modification of a literature procedures (Wohrle et al., 1993; Li et al., 2008) . 4,5-Dichlorophthalonitrile (1.0 g, 5.0 mmol) and phenol (2.0 g, 21.3 mmol) were dissolved in DMF (20 ml) and heated to 353 K. Potassium carbonate (4.5 g, 32.6 mmol) was added in four portions with stirring over 20 minutes and the temperature maintained for a further three hours. The mixture was then cooled to room temperature and poured into ice-water (100 ml). The resulting precipitate was filtered and recrystallized from acetone / water to provide 0.47 g (35% yield) of colourless crystals, M. pt.: 432-436 K (lit. 422 K (Wohrle et al., 1993) ). 1 H NMR (400 MHz, CDCl 3 ) δ 7.09 (4H, m), 7.16 (2H, s), 7.30 (2H, m), 7.47 (4H, m).
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H = 0.95 Å, U iso (H) = 1.2U eq (C)] and were included in the refinement in the riding model approximation. In the absence of significant anomalous scattering effects, 1100 Friedel pairs were averaged in the final refinement.
Computing details
Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO (Agilent, 2010); data reduction: CrysAlis PRO (Agilent, 2010); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010). supplementary materials sup-2 Acta Cryst. (2012) . E68, o601
Figure 1
The molecular of (I) showing the atom-labelling scheme and displacement ellipsoids at the 50% probability level.
Figure 2
A view of the helical supramolecular chain along [010] in (I). The C-H···N contacts are shown as orange dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4,5-Diphenoxybenzene-1,2-dicarbonitrile

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.7480 (4) 0.46056 (17) 119.0 (3) C20-C15-C16 121.4 (3) C3-C4-C7 120.5 (3) C20-C15-O2 115.6 (3) C5-C4-C7 120.5 (3) C16-C15-O2 122.9 (3) C6-C5-C4 120.5 (3) C15-C16-C17 118.6 (3) C6-C5-C8 119.0 (3) C15-C16-H16 120.7 C4-C5-C8 120.5 (3) C17-C16-H16 120.7 C1-C6-C5 119.3 (3) C18-C17-C16 120.9 (3) C1-C6-H6 120.3 C18-C17-H17 119.6 C5-C6-H6 120.3 C16-C17-H17 119.6 N1-C7-C4 178.9 (3) C17-C18-C19 119.2 (3) N2-C8-C5 179.4 (4) C17-C18-H18 120.4 C14-C9-C10 121.7 (3) C19-C18-H18 120.4 C14-C9-O1 121.0 (3) C20-C19-C18 120.5 (3) C10-C9-O1 117.2 (3) C20-C19-H19 119.8 C9-C10-C11 118.3 (3) C18-C19-H19 119.8 C9-C10-H10 120.9 C15-C20-C19 119.4 (3) C11-C10-H10 120.9 C15-C20-H20 120.3
